As part of our search for new isoquinoline analogues (Khan et al., 2010), we focused on synthesis of the title compound and its crystal structure is reported in this article.
In the title molecule, C 20 H 12 ClN 3 O, the triazoloisoquinoline ring system is nearly planar, with an r.m.s. deviation of 0.018 (3) Å and a maximum deviation of 0.034 (3) Å from the mean plane for the triazole ring C atom which is bonded to the benzene ring. The furan and benzene rings are twisted by 59.71 (14) and 66.95 (10) , respectively, with respect to the mean plane of the triazoloisoquinoline ring system. The molecular conformation is stabilized by an intramolecularinteraction [centroid-to-centroid distance = 3.5262 (18) Å ]. The crystal packing is stabilized by weak C-HÁ Á Á interactions and weakinteractions [centroid-to-centroid distance = 3.9431 (17) Å ].
Related literature
For a related crystal structure, see: Khan et al. (2010) .
Experimental
Crystal data C 20 H 12 ClN 3 O M r = 345.78 Orthorhombic, P2 1 2 1 2 1 a = 9.0281 (9) Å b = 12.6034 (11) Table 1 Hydrogen-bond geometry (Å , ).
Cg2 is the centroid of the N1-N3/C1/C16 ring.
Symmetry code: (i) x þ 1 2 ; Ày þ 3 2 ; Àz þ 1.
Data collection: CrysAlis PRO (Oxford Diffraction, 2009); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: WinGX (Farrugia, 1999). 
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Special details
Geometry. Bond distances, angles etc. have been calculated using the rounded fractional coordinates. All su's are estimated from the variances of the (full) variance-covariance matrix. The cell esds are taken into account in the estimation of distances, angles and torsion angles Refinement. Refinement on F 2 for ALL reflections except those flagged by the user for potential systematic errors. Weighted Rfactors wR and all goodnesses of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The observed criterion of F 2 > σ(F 2 ) is used only for calculating -R-factor-obs etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.33125 (9) 1.00293 (7) 0.16049 (6) (5) C17-O1-C20 104.9 (2) N1-C16-N2 110.2 (2) C1-N1-C9 121.46 (19) N1-C16-C17 127.8 (2) C1-N1-C16 104.7 (2) N2-C16-C17 122.0 (2) C9-N1-C16 133.9 (2) O1-C17-C16 118.9 (2) N3-N2-C16 108.1 (2) O1-C17-C18 110.5 (2) N2-N3-C1 106.9 (2) C16-C17-C18 130.5 (3) N1-C1-N3 110.2 (2) C17-C18-C19 107.7 (3) N1-C1-C2 120.8 (2) C18-C19-C20 106.9 (3) N3-C1-C2 129.0 (2) O1-C20-C19 110.1 (3) C1-C2-C3 121.8 (2) C2-C3-H3 120.00 C1-C2-C7 117.5 (2) C4-C3-H3 120.00 C3-C2-C7 120.7 (2) C3-C4-H4 119.00 C2-C3-C4 119.1 (3) C5-C4-H4 120.00 C3-C4-C5 121.0 (3) C4-C5-H5 120.00 C4-C5-C6 120.7 (3) C6-C5-H5 120.00 C5-C6-C7 119.8 (3) C5-C6-H6 120.00 C2-C7-C6 118.7 (2) C7-C6-H6 120.00 C2-C7-C8 119.3 (2) C7-C8-H8 118.00 C6-C7-C8 122.0 (2) C9-C8-H8 118.00 C7-C8-C9 123.3 (2) C10-C11-H11 120.00 N1-C9-C8 117.7 (2) C12-C11-H11 119.00 N1-C9-C10 118.6 (2) C11-C12-H12 121.00 C8-C9-C10 123.7 (2) C13-C12-H12 121.00 C9-C10-C11 121.1 (2) C13-C14-H14 121.00 C9-C10-C15 119.5 (2) C15-C14-H14 121.00 C11-C10-C15 119.4 (2) C10-C15-H15 120.00 C10-C11-C12 121.1 (2) C14-C15-H15 120.00 C11-C12-C13 118.3 (2) C17-C18-H18 126.00 Cl1-C13-C12 119.1 (2) C19-C18-H18 126.00 Cl1-C13-C14 118.8 (2) C18-C19-H19 127.00 C12-C13-C14 122.1 (2) C20-C19-H19 127.00 C13-C14-C15 118.8 (2) O1-C20-H20 125.00 C10-C15-C14 120.3 (2) C19-C20-H20 125.00 
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